. Calculated UV-Vis spectra for both coordination units of 1: a) containing Co1 atom, b) containing Co21 atom . The most important oscillator strengths are shown as vertical black lines.
. Isodensity of total density surface of 1 (with 0.015 au) showing the electron density along the axis of Co21-O21 bond. The total density was calculated at B3LYP/6-31++g(2d,2p) level of theory. For clarity, the frontmost portions of the surface has been partially removed. Figure S3 . The calculated charge density in Co21/O21O22 plane of compound 1. The total density was calculated at B3LYP/6-31++g(2d,2p) level of theory. Figure S4 . The measured electron density (Fo) in Co21/O21O22 plane of compound 1. The Fo was generated from the observed diffraction intensities with WinGX [L. J. Farrugia, J. Appl. Crystallogr., 1999, 32, 837-838.] .
